LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44752.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.851 295 300 311 rVB 177571 277275 2.15% 0.398%
2 5.298 365 376 391 rBV 4928347 7229203 56.08% 10.387%
3 6.869 635 643 655 rBV 4462917 7250398 56.24% 10.418%
4 7.681 774 781 788 rBV 862107 1406522 10.91% 2.021%
5 8.851 969 980 988 rBV 2680082 4553596 35.32% 6.543%

6 10.463 1246 1254 1264 rBV 1113905 1886168 14.63% 2.710%
7 12.951 1669 1677 1690 rBV 5867079 8976981 69.64% 12.899%
8 14.333 1905 1912 1925 rVB 1518688 2291889 17.78%  3.293%
9 15.833 2159 2167 2181 rBV 4842323 7047132 54.67% 10.126%
10 17.086 2372 2380 2392 rBV 1907887 2744089 21.29%  3.943%

11 18.003 2529 2536 2551 rBV 1868106 2731434 21.19%
12 19.286 2749 2754 2765 rBV 801848 1193235 9.26%
13 19.439 2776 2780 2786 rVB2 263463 298655 2.32%
14 19.733 2824 2830 2836 rBV 9958467 12891407 100.00% 18.
15 20.492 2955 2959 2965 rBV 215377 268215 2.08%

0O R W
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O
xR

16 21.286 3089 3094 3102 rBV 2455594 3121688 24.22%
17 22.362 3274 3277 3282 rVB 205074 255020  1.98%
18 22.874 3360 3364 3371 rVB 257449 393960  3.06%

PO OO P
Ui
o))
(o))
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19 23.450 3458 3462 3468 rVB 353320 579965 4.50% 833%
20 23.527 3469 3475 3486 rVB 1505834 2978265 23.10% 279%
21 24.109 3569 3574 3583 rVB 342468 679651 5.27% ©.977%
22 24.868 3699 3703 3710 rVB 264476 541654 4.20% 0.778%

Sum of corrected areas: 69596402
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\

BM@44752.D
: 25 Mar 2024 12:51
: MA/JU
: PB159758BL
: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.851 3.94 ng 277275 1,4-Dichlorobenzene-d4 7.686

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Silane, dimethyl- 60 C2H8Si 001111-74-6 9

Abundance Scan 300 (4.851 min): BM044752.D\data.ms (-295) (-) m/z 43.00 100.00%

43.0
5000
101.0 A REEEET SRS
| ‘ 4.60 4.80 5.00 5.20
(
ol 1851 2070 2804 /7 59.00  55.30%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I LI LA B
4.60 4.80 5.00 5.20
m/z 101.00 20.08%
‘ 101.0
01\3“\0“‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R BANEEEREE
4.60 4.80 5.00 5.20
5000 m/z 58.00 13.81%
101.0
o0 L
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate o e NN
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.95%
5000
| I \ 100.0
o —r — Mt i A
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.003 19.91 ng 2731430  Phenanthrene-d10 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2536 (18 003 min): BM044752.D\data.ms (-2529) (- | m/z 73.00 100.00%
5000
129.0
213.1 T I
‘ 171.1 ‘ 256.1 18.00
ob— L i w355y ee.00  87.46%
mfz--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 RN I
18.00
171.0 213.0 256.0 m/z 43.00 86.49%
0! \\h”\ﬂ“h}““\“‘\“‘\“““““‘
miz-> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
=T \
18.00
5000 129.0 m/z 55.00 68.70%
29.
199.0 242.0
OH‘H w\h”wﬂ‘\u} ‘ | \“ ‘HH‘HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid —
73.0 18.00
m/z 41.00 68.28%
5000
129.0
171.0 2140
0‘\““ U o mm;‘\‘m‘ =
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.286 7.64 ng 1193240  Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2754 (19.286 min): BM044752.D\data.ms (-2749) (- | m/z 73.00 100.00%
5000 129.0 Ju
185.1 R RN
| 24‘1'1 2841 19.00 19.50
025 bt T 888 4360 99.73%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —r— ASSS
’ 284.0 o
185.0 2410 ‘ m/z 60.00 88.28%
0! MM M “‘\‘ “““’ ‘\‘\‘ ‘\‘\““““““
miz--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm
— =
19.00 19.50
5000 129.0 m/z 57.05 77 .86%
‘ 199.0 242 0
‘ \uh\\\ \u‘\ ul ‘ L ‘ “ L ‘
ob ‘ N
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid = T
19.00 19.50
m/z 55.00 73.10%
5000 129.0
171.0 213.0 256.0
b ML T T T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.874 2.65 ng 393960 Perylene-d12 23.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 3364 (22.874 min): BM044752.D\data.ms (-3360) (- | m/z 57.10 100.00%
57.1
— ——
‘ || 1271 2080 2820 3550 431, 22.50 23.00
ol LLALFEDL 2080 2820 3550 4310 8029 . 7165 63.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — —
22.50 23.00
m/z 43.10 60.51%
0 \\HJ‘ E[ L 197.0 267.0 33\80
\\\‘\\\\‘\\\1‘\1!\‘!\\\‘\\!\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
— ——
22.50 23.00
5000 m/z 85.05 46.64%
0 ‘ J‘ ﬁ A Il \\1‘9.70 282.0
m‘mwm R e R e AR EEEE s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane — —
57.0 22.50 23.00
m/z 55.00 23.40%
w W\/&A’WN
o \‘ || 1270 1970 267.0  367.0
"w"H“H“H"_“w“u“u“u‘w“u“u“u“_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.450 3.89 ng 579965  Perylene-d12 23.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3462 (23.450 min): BM044752.D\data.ms (-3458) (+ ' m/z 57.10 100.00%

57.1
5000
——
|| [PIE | 2110 2830 3550 2350
O A [FLT, 2110 2830 35504151 4902 /7 71,19  66.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 U
23.50
m/z 43.00 62.02%
‘\\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
——
23.50
5000 ITI/Z 85.05 50.83%
o \‘ ] ]137”0‘ 197.0 267.0  367.0
R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane T
57.0 23.50
m/z 55.00  22.21%
5000

o"‘H"‘H"‘H"‘H"‘H"‘H"MW_MW_M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50

_
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.109 4.56 ng 679651  Perylene-di2 23.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3574 (24.109 min): BM044752.D\data.ms (-3569) (- | m/z 57.10 100.00%
57.1

-

5000
—— —
]\ F 71 110 24.00 24.50
O A bbb L0 21102739 8420 4520 8031 1y 7 71,05  66.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158610: Octadecane, 2-methyl-
43.0
5000

— T
24.00 24.50
m/z 43.10 61.13%

|13-0 225.0
O’\\\"\lW\i\\‘\d\\\Wl‘l\‘\\\‘\\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane
57.0
— —
24.00 24.50
5000 ITI/Z 85.00 46.75%
169.0
A U A T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194589: Heneicosane T ——
57.0 24.00 24.50
m/z 55.00 24.70%
J“ || II |1| 1‘7\\()\\ \\1\9\7.\0‘ | 29\60
Ol bbb e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Tetradecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.868 3.64 ng 541654  Perylene-d12 23.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3703 (24.868 min): BM044752.D\data.ms (-3699) (- | m/z 57.05 100.00%
57.0
2450  25.00
127.1 . .
360.1
0bnr m M Llfny 22202801 SO0 44705042 0 n/z 71.10  65.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 — —
24.50 25.00
m/z 43.10 61.24%
155.0
O\\\\“‘\J‘\\Wl‘“ig\llﬂ\f“\\\‘l\‘zas\}o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
— ——
24.50 25.00
5000 m/z 85.10 47 .49%
127.0
oL ULHIETS 200 2er0  seT0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane “ —
57.0 24.50 25.00
m/z 55.00 20.84%
o \/\/\“VW/\,WV
127.0
NI 2 N I (R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32524\
Data File : BM@44752.D

Acqg On : 25 Mar 2024 12:51
Operator : MA/JU

Sample : PB159758BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.851 3.9 ng 277275 1 7.686 1406520 20.0
n-Hexadecanoic ... 18.003 19.9 ng 2731430 4 17.086 2744090 20.0
Octadecanoic acid 19.286 7.6 ng 1193240 5 21.286 3121690 20.0
Tetracosane 22.874 2.6 ng 393960 6 23.527 2978270 20.0
Hexacosane 23.450 3.9 ng 579965 6 23.527 2978270 20.0
Octadecane, 2-m... 24.109 4.6 ng 679651 6 23.527 2978270 20.0
Tetradecane, 2,... 24.868 3.6 ng 541654 6 23.527 2978270 20.0
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